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S2 Isolated complexes
S2.1 Ground state properties
Influence of aromaticity by using the rHOMA index
We can also use the more complicated "reformulated Harmonic Oscillator Model of Aromaticity" (rHOMA) index which takes into account a more refined geometry for the ligands. 1 We observe a distribution of HOMO-LUMO gaps which is very similar to that obtained by just considering the number of nitrogen atoms in the ligands, as can be inferred by comparing Figures S4 and Figure 8 . In fact, both correlations show a minimum for 8 nitrogen atoms, suggesting that the value of the rHOMA is mainly determined by the number of nitrogen atoms in the ligands 
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